Pfizer: NMR to ADF

Bo Du
Justin Van Duine

@ WORLDWIDE RESEARCH & DEVELOPMENT Together, let’s get it right the first time.

Medicinal Sciences




Use

Lab IT Systems

Manufacturing Equipment

Data is made available to

Data automatically swept systems and reports

into the cloud

IDF
““““““““““““““““““ Scientific Data Cloud |1

Predict Visualization tools are Reuse

configured to pull data

TNt TIBCA Spotfire

3

Provides data need
to build/run models

Tersile strength

Predicted output from —

2
models is stored |
L Surface ene gy g
= firittle Ao e lnstic

bonding indes Crm pe S5l stress

FFC

Pfizer

Cpnglm.rr;ianai Product : E As A

and Process Design

Computational Models High Performance Computing,
Grid-& Cloud -Computing

Hosting Platforms

R

@ WORLDWIDE RESEARCH & DEVELOPMENT 2

Medicinal Sciences




Pfizer: NMR to ADF Process Flow = A

NMR ADF
Lagacy » Batch
Conversion
NME,L NMR IDF
it Data Store Scientific Data Cloud
o= ——
| 1 . ELN Enrchment
wl g
J
NMR to ADF GUI

NMR Scientist L
e o
nd .

@ WORLDWIDE RESEARCH & DEVELOPMENT

Medicinal Sciences




Enhancements to the Boehringer

 Transformed the user interface from a command line into a
Graphic User Interface (GUI)

— Encourages user adoption
— Batch processing version is also available

« Uses current released versions of the Allotrope API’s
» Extended to include 3D NMR data
» Added “Peak Table” to the Data Cube

» Creates a “Companion” JSON file to facilitate searching in the
Pfizer SDC

« Added “important” meta data (including that from Pfizer’'s ELN)
to the Data Description as literals

— Does not use BFO/ADM
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Companion File (JSON)

H"adfFilename":"C:\\Users\\vanduij\\Desktop\\NMRRunTime\\ADF
Output/10302017-pengz02 1 1D-04-16-2018.adf","expID":"01234567—-
0089",

", "site":"USA -
; "department":"PSSM

cr -",
: Chemical

ELN Enriched R\u0026D", "nmrType":"1d", "rawFolder" : "C:\\Users\\vanduij\\Desktop\\NMRRun

Metadata Time\\Data\\PFE\\10302017-pengz02\\1", "filename":"10302017-pengz02 1 1D-

04-16-2018.adf", ",

_, ; "benchtopOperator™ : "VAND

UIJ", "benchtopComputerName" : "CMRLXX00CYYS", "fileCreated":"2018.04.16

13:21:19","guid": "a2a380d5-c7db-455f-b4f7-

c67392a2b484d", "fileLength":3852316,"md5" :"881289f6aled2dcllfddf7161ba34d6a

SubcubeMask":[3,0,0,0,0,0,0,0],"FIDDataType":"I4 ","SPCDataType":"I4

", "NominalFIDPoints": [32768,0,0,0,0,0,0,0], "NominalSPCPoints":[65536,0,0,
0,0,0,0,0], *numScans™:16, "numDummyScans" :2, "InitDigitizerResolution":22,"
FinalDigitizerResolutions":-

999, "PowerLevel”:120, "AcgMode™:3, "DecimationDigitalFilter":2496, "DSPFirmw
areVersion":20, NMR Literal
{C:\\opt\\topspin3.2} Doe 11

", "AcgDate" :"30-0ct- Metadata
17", "AcgSWName" : "TopSpin", "AcgSWVersion" : " "',,_Jr "PalseProg"
:"zg30", "AutoProg":"au zg", "GradientProg":"", "CompPul seDecouplingProg"”:""
; "DecouplerPower":"", "ObsNucleus" :"1H", "fileExt":"", "origDataPath": "C:\\U
sers\\vanduij\\Desktop\\NMRRunTime\\Data\\PFE\\
\u0000\u0000\u0000\u0000\u0000 u0000\u0000\u0000\u0000\u0000\u0000\uo000"

@ WORLDWIDE RESEARCH & DEVELOPMENT 8

Medicinal Sciences



el

Settings = About

File | Tabs | Views | Tools | Help

Tree View

SR

ol -

Data Description Table [C:\Users\vanduij\Desktop\NMRRunTime\ADF Qutput\10302017-pengz02_1_1D-04-16-2018.adf]

# 10302017-pengz02_1_1D-04-16-2018
4 |=5 Data Description
IEI Default
4 [ Data Cubes
4[4l Peaks_1D
4 (= Measures

& http://purl.allotrope.org/ontal...

= Dimensions
3 u FT_Spectrum_1I
4 u FT_Spectrum_1R
4 (@ Measures

& http://purl.aliotrope.org/ontal...

» (& Dimensions
v [l xDx X
3 u Parameters_Text
v |4 Parameters_Integer
¢ |4 Parameters_FloatPt
3 |_j FID_RawData_11
b Ij FID_RawData_1R
b |3y Data Package

Console

Version 1

Named Set: Default

| NMRParameters

Subject Predicate Object

Subject

NMRParameters
NMRParameters
NMRParameters
NMRParameters
NMRParameters
NMRParameters
NMRParameters
NMRParameters
NMRParameter
NMRParameters
NMRParameters
NMRParameters

NMRParamete™
NMRParameters
NMRParameters
NMRParameters
NMRParameters
NMRParameters
NMRParameters

MIRAR D=ramatars

Count: 97/1500

Predicate

hittp:/ e pfizer.com/pharmsci/metadata/NMRParameter/0.1/Exp# 1/Proc#1/ExperimentNumber

http://www.pfizer.cd

It ananas mFimar o

Drag a column header here to group by that column

Key NMR and
ELN Enriched
Metadata as

Ermsci/metadata/NMRParameter/0.1/Exp#1/Proc#1/D3NominalSPCPoints

T armerifmnatadats MK BDarammetar N 1 /Ewn2d (Dras2d OAEID Daint:

Measure Table [C:\Users\vanduij\Desktop\NMRRunTime\ADF Qutput\10302017-p... X

~  UUID: urn:uuid:444bfdb0-a408-46a9-ac37-6fdcdca7457b

Title: http://purl.allotrope.org/ontologies/common#AFC_0000016

Cube: Peaks_1D

Coordinates

Position Indices
0 [0,0]
1 011
2 [02]
3 03]
4

Measure

Peak Table

[4.0]
[41]
[42]
[43]
[5.0]

Count = 1100
<

0.0253872
9.125347
5
0
0.02583178
9111341
6

d

http://purlalletrop... h

Value

0
0
0
0
1
1
1

W de g b de W W Wt W o o P

WORLDWIDE RESEARCH & DEVELOPMENT

Medicinal Sciences



